Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.034; wR factor = 0.100; data-to-parameter ratio = 15.5. organic compounds o3368 El Brahmi et al.
The fused five-and six-membered rings in the title molecule, C 10 H 9 N 3 O 2 , are essentially coplanar, the largest deviation from the mean plane being 0.012 (1) Å for the C atom linked to the nitro group. The fused-ring system makes a dihedral angle of 11.34 (6) with the nitro group, leading to a synperiplanar conformation. The plane through the atoms forming the allyl group is nearly perpendicular to the indazole fused-ring system, as indicated by the dihedral angle of 73.3 (5) . In the crystal, each molecule is linked to its symmetry equivalent about the center of inversion by pairs of non-classical C-HÁ Á ÁO hydrogen bonds, forming an extended tape motif parallel to the (121) plane.
Related literature
For the pharmacological and biochemical properties of substituted indazoles, see: Saczewski et al. (2008) ; Jones et al. (2009) ; Bouissane et al. (2006) . For compounds with similar structures, see : El Brahmi et al. (2009 , 2011 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày; Àz; (ii) Àx þ 2; Ày þ 1; Àz.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al. 2008) ; software used to prepare material for publication: PLATON (Spek, 2009 ) and publCIF (Westrip, 2010) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: PK2452). supplementary materials Acta Cryst. (2012) . E68, o3368 [doi:10.1107/S1600536812046478] 1-Allyl-6-nitro-1H-indazole Nabil El Brahmi, Mohammed Benchidmi, El Mokhtar Essassi, Sonia Ladeira and Lahcen El Ammari Comment Indazole derivatives constitute an exciting heterocyclic family because of their important biological activities. Thus substituted indazoles are generally found to be of pharmaceutical interest in a variety of therapeutic areas (Saczewski et al., 2008 , Jones et al., 2009 ) and with significant cytotoxicities against human (colon and prostate) and murine (leukemia) cell lines (Bouissane et al., 2006) .
The plot of the structure of the title compound shows the indazole ring system is linked to a C 3 H 5 chain and to a nitro group (Fig.1) . The fused-ring system is essentially planar, with a maximum deviation of 0.012 (1) Å for C1. The allyl group is nearly perpendicular to indazole plane as indicated by the torsion angle of C9 C8 N2 N3 = 88.35 (18)°.
Moreover, the dihedral angle of 11.34 (6)° between the fused ring system and the nitro group lead to a synperiplanar conformation. The structure of the 1-Allyl-6-nitro-indazole is similar to that reported for the following molecules: 1- (El Brahmi et al. 2009 , 2011 .
In the crystal, each molecule and its symmetry equivalent through the inversion center are linked by C6-H6···O1, C8-H8B···O1 and C2-H2···O2, non-classical hydrogen bonds, which results in an extended tape motif parallel to the plane (-1 2 -1) as shown in Fig.2 .
Experimental 6-nitroindazole (5 mmol) and allyl bromide (10 mmol) were reacted in THF (40 ml) in the presence of potassium carbonate (10 mmol) and tetra-n-butylammonium bromide (0.5 mmol). The mixture was stirred for 24 h, filtered, and the THF removed under vacuum. The product was separated by chromatography on silica gel with a hexane:ethyl acetate (9:1) solvent system. The compound was obtained as yellow crystals in 68% yield.
Refinement
H atoms were located in a difference map and treated as riding with N-H = 0.86 Å, C-H = 0.93 Å (aromatic), and C-H = 0.97 Å (methylene). with U iso (H) = 1.2 U eq (aromatic, methylene).
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al. 2008) ; software used to prepare material for publication: PLATON (Spek, 2009 ) and publCIF (Westrip, 2010) . Refinement. Refinement of F 2 against all reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on all data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (5) C9 0.0370 (7) 0.0356 (7) 0.0521 (8) −0.0037 (5) 0.0074 (6) −0.0032 (6) C10 0.0817 (12) 0.0388 (7) 0.0518 (9) 0.0053 (8) −0.0079 (8) 0.0024 (7) N1 0.0409 (6) 0.0351 (5) 0.0263 (5) 0.0117 (4) 0.0070 (4) 0.0021 (4) N2 0.0343 (5) 0.0336 (5) 0.0223 (5) 0.0018 (4) 0.0048 (4) 0.0005 (4) N3 0.0426 (6) 0.0387 (6) 0.0240 (5) 0.0034 (5) 0.0036 (4) −0.0031 (4) O1 0.0512 (6) 0.0529 (6) 0.0297 (5) −0.0007 (5) 0.0020 (4) −0.0088 (4) O2 0.0659 (7) 0.0549 (6) 0.0364 (5) 0.0031 (5) 0.0255 (5) 0.0017 (4) Geometric parameters (Å, º) 
